Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.002 Å; R factor = 0.039; wR factor = 0.112; data-to-parameter ratio = 13.2.
Related literature
For details of the synthesis of piribedil, see: Duncton et al. (2006) ; Conroy & Denton (1953) ; Hamid et al. (2007) . For the pharmacological activity of the title compound, see: Rondot et al. (1992) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Cg1 is the centroid of the pyrimidine ring and Cg2 is the centroid of the benzene ring. Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: OLEX2 (Dolomanov et al., 2009); software used to prepare material for publication: OLEX2.
Figure 1
The molecular structure of the compound, with 30% probability displacement ellipsoids for non-hydrogen atoms.
Figure 2
A view of the column along the c axis formed via C-H···π stacking interactions (symmetry code: A x,1.5 -y,z -0.5; B
x,1.5 -y,z + 0.5; D x,y,1 + z.). 67, 157.70, 147.68, 146.66, 131.91, 122.23 ,109.72, 109.50, 107.90, 100.91, 62.89, 52.85, 43.69; ESI-HRMS m/z: 299.1506 (calculated for C 16 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
2-{4-[(1,3-Benzodioxol-5-yl)methyl]piperazin-1-yl}pyrimidine
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (11) −0.0100 (7) −0.0008 (7) 0.0219 (8) O2 0.0523 (7) 0.0565 (7) 0.0901 (9) 0.0039 (6) 0.0045 (7) 0.0059 (6) N1 0.0442 (7) 0.0486 (7) 0.0564 (8) −0.0013 (6) 0.0050 (6) 0.0033 (6) N2 0.0433 (7) 0.0517 (7) 0.0477 (7) −0.0018 (6) −0.0037 (6) 0.0038 (6) N3 0.0380 (7) 0.0450 (6) 0.0542 (7) −0.0030 (5) −0.0059 (6) 0.0058 (6) N4 0.0415 (7) 0.0422 (6) 0.0484 (7) 0.0022 ( (9) 0.0495 (9) −0.0008 (7) −0.0004 (7) 0.0046 (7) C11 0.0461 (9) 0.0599 (9) 0.0412 (8) 0.0034 (7) −0.0069 (6) 0.0020 (7) C12 0.0467 (10) 0.0742 (11) 0.0649 (11) 0.0142 (9) 0.0008 (8) 0.0053 (9) C13 0.0371 (9) 0.0875 (13) 0.0827 (13) 0.0006 (9) 0.0073 (9) 0.0176 (11) C14 0.0433 (9) 0.0685 (10) 0.0582 (9) −0.0046 (8) −0.0038 (7) 0.0129 (8) C15 0.0411 (8) 0.0580 (9) 0.0490 (8) 0.0055 (7) −0.0030 (7) 0.0055 (7) C16 0.0618 (12) 0.0592 (10) 0.0723 (12) −0.0022 (9) −0.0057 (9) 0.0125 (9) Geometric parameters (Å, º) Hydrogen-bond geometry (Å, º) Cg1 is the centroid of the pyrimidine ring and Cg2 is the centroid of the benzene ring. 
